Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.053; wR factor = 0.125; data-to-parameter ratio = 19.3.
Related literature
For the coordination capabilities and catalytic properties of the metal complexes of N-heterocyclic precursors, see: Chiswell et al. (1964) ; Herrmann (2002) ; Herrmann & Kocher (1997) . For metal complexes with N-donor ligands, see: Carlucci et al. (2005) ;
Experimental
Crystal data C 20 H 20 N 6 M r = 344.42 Monoclinic, P2 1 =c a = 11.0426 (10) Å b = 13.4510 (12) Å c = 12.7081 (11) Å = 111.213 (2) V = 1759.7 (3) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 293 (2) K 0.43 Â 0.39 Â 0.36 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.938, T max = 0.966 10708 measured reflections 4139 independent reflections 1705 reflections with I > 2(I) R int = 0.031 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.125 S = 1.03 4139 reflections 215 parameters 1 restraint H-atom parameters constrained Á max = 0.48 e Å À3 Á min = À0.47 e Å À3
Data collection: SMART (Bruker, 1997); cell refinement: SAINT (Bruker, 1999; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL-Plus (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. Fig. 1 . A view of the molecule of (I). Displacement ellipsoids are drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
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